Chemical context
In 1972, Neil Bartlett published data on the unit cell of Xe(SO 3 F) 2 . As a result of the thermal instability of this compound, no further structural details were given at that time, but 19 F and 129 Xe NMR spectra were reported subsequently (Gillespie et al., 1974; Schrobilgen et al., 1978) . The decomposition of Xe(SO 3 F) 2 leads cleanly to Xe and S 2 O 6 F 2 .
Structural commentary
Analogous to XeF 2 (Agron et al., 1963) , the two-coordinated xenon atom adopts a linear geometry [angle O1-Xe-O4 = 179. 13 (4) ]. The molecule has nearly C i symmetry, with the xenon atom at the pseudo-inversion centre (Fig. 1 ). This finding is in contrast to earlier reports, where C s symmetry was discussed based on Raman spectroscopic data (Gillespie & Landa, 1973) . The Xe-O bonds are 2.1101 (13) and 2.1225 (13) Å , which is typical for Xe-O single bonds, whereas Xe O double bonds are considerably shorter with lengths ' 1.75 Å . The related compound xenon fluoride fluorosulfate, XeF(OSO 2 F) (Bartlett et al., 1969 , ISSN 2056-9890 Figure 1 The molecular structure of the title compound, with displacement ellipsoids drawn at the 50% probability level.
contains a Xe-O bond that is slightly longer [2.155 (8) Å ] than in the title compound, but the Xe-F bond of XeF(OSO 2 F) is at 1.940 (8) Å shorter than that in XeF 2 (2.00 Å ). For XeF(OSO 2 F), partial ionic bonding (XeF + ÁOSO 2 F À ) was discussed. Obviously, both XeF 2 and Xe(SO 3 F) 2 have a higher covalent character. The S-O bonds in Xe(SO 3 F) 2 involving the O atoms that are also bonded to the xenon atom (S1-O1 and S2-O4) are about 0.1 Å longer than the terminal S-O bonds (Table 1) , indicating partial double-bond character.
Supramolecular features
The crystal packing (Fig. 2) is strongly influenced by intermolecular van der Waals interactions to seven oxygen atoms and two fluorine atoms (Table 2) . Whereas the xenon atom in XeF 2 exhibits intermolecular interactions to eight fluorine atoms (distance 3.42 Å ; Agron et al., 1963) , XeF(OSO 2 F) has fewer contacts (five contacts to oxygen in the range 3.28-3.49 Å and one contact to fluorine of 3.39 Å ; Bartlett et al., 1972) .
Synthesis and crystallization
550 mg fluorosulfuric acid were placed in a 8 mm PFA tube. 170 mg (1 mmol) of XeF 2 were added and the mixture vigorously shaken at room temperature for some minutes until all XeF 2 had dissolved. The PFA tube was evacuated for some seconds to remove HF, then frozen with liquid nitrogen and sealed. The yellow product (' 0.2 ml) was warmed to 273 K and the PFA tube placed in a dewar filled with 273 K ethanol and cooled slowly to 193 K in a freezer. The light-yellow single crystals of Xe(SO 3 F) 2 that had formed were decanted off and mounted in a cold nitrogen stream. At 100 K, the crystals are colorless. The compound decomposes rapidly in moist air and can ignite organic materials. The crystal packing of the title compound 
Refinement details
Crystal data, data collection and structure refinement details are summarized in Table 3 . (Farrugia, 2012) and DIAMOND (Brandenburg, 1999) ; software used to prepare material for publication: SHELXTL (Sheldrick, 2008) .
Bis(fluorosulfato-κO)xenon(II)
Crystal data Extinction correction: SHELXL (Sheldrick, 2008) 
